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上海药明康德新药开发有限公司
  WuXi AppTec Co., Ltd.
Address: No.1 Building, 288 FuTe ZhongLu, WaiGaoQiao Free Trade Zone, Shanghai, P.R. China
Telephone: 021-50461111     Fax: 021-50461000

pKa Development Report for CS249
	Sample Name
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa
	Comments

	CS249
	C16H17N3O3
	299.3
	pKa1
	7.33
	7.30
	7.32
	Cosolvent 
(Initial 60v% DMSO)

	
	
	
	pKa2
	8.39
	8.34
	8.37
	


[image: image11.png]CS249_Replicate-1_First titration:

Stored: S1411171.sfs

Sample weight: 0.98 mg

Acquisition time: 1.3 hrs
27 points: pH 0.8 => pH 10.8
Selected: pH 3.0 => pH 10.7
Cosolvent: 39.4wt% DMSO
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CS249_Replicate-1_Second titration:

Stored: S1411183.sfs

Sample weight: 0.98 mg

Acquisition time: 0.9 hrs
30 points: pH 1.1 => pH 10.9
Selected: pH 3.0 => pH 10.5
Cosolvent: 28.4wt% DMSO
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CS249_Replicate-1_Third titration:

Stored: S1411192.sfs

Sample weight: 0.98 mg

Acquisition time: 0.9 hrs
33 points: pH 1.3 => pH 11.2
Selected: pH 3.0 => pH 10.5
Cosolvent: 21.1wt% DMSO
CS249_Replicate-1_Factored concentrations

1.02 mM X 39.4wt% S1411171-1
0.87 mM X 28.4wt% S1411183-1
0.69 mM X 21.1wt% S1411192-1
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pKo(H;0) = 7.33 + 0.01 (GOF=0.2, slope=0.0032)
pK,(DMSO) = 7.65
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PKo(Hp0) = 8.39 + 0.03 (COF=0.8, slope=0.0209)
pKo(DMS0) = 10.48
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CS249_Replicate-2_First titration: 
Stored: S1412091.sfs

Sample weight: 0.75 mg

Acquisition time: 0.9 hrs
25 points: pH 0.8 => pH 10.8
Selected: pH 3.0 => pH 10.5
Cosolvent: 47.7wt% DMSO
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CS249_Replicate-2_Second titration:

Stored: S1412100.sfs

Sample weight: 0.75 mg                      
Acquisition time: 0.8 hrs
26 points: pH 1.1 => pH 10.9
Selected: pH 3.0 => pH 10.8
Cosolvent: 34.7wt% DMS0
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CS249_Replicate-2_ Third titration:

Stored: S1412105.sfs

Sample weight: 0.75 mg

Acquisition time: 0.9 hrs
27 points: pH 1.4 => pH 11.0
Selected: pH 3.0 => pH 10.5
Cosolvent: 26.0wt% DMSO
CS249_Replicate-2_Factored concentrations

0.75 mM X 47.7wt% S1412091-1
0.71 mM X 34.7wt% S1412100-1
0.54 mM X 26.0wt% S1412105-1
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pKo(H;0) = 7.30 + 0.04 (GOF=0.6, slope=0.0064)
pK,(DMSO) = 7.94
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S1411183
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S1411192
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S1412091
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S1412100
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S1412105
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